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R factor = 0.037; wR factor = 0.099; data-to-parameter ratio = 18.9.
In the title molecule, [Fe(C5H5)(C21H19N2)], the ﬁve-
membered imidazole ring forms dihedral angles of 88.61 (8)
and 42.15 (6) with the substituted cyclopentadienyl and
dimethyl-substituted benzene rings, respectively. In the crystal
structure, there is an Nsp2  H contact and a modest C—
H  (arene) interaction involving the benzene ring of the
benzimidizole system.
Related literature
For related ferrocene literature, see: Li et al. (1998); Gallagher,
Hanlon & Howarth (2001); Gallagher, Hanlon, Howarth &
Thomas (2001); Howarth & Hanlon (2001); Kazak et al.
(2006); Gallagher et al. (2007). For the chemical synthesis and
crystal structure of [FcCH2N(CH3)3]
+[I] see: Pauson et al.






a = 9.6613 (11) A˚
b = 10.9314 (8) A˚
c = 19.7129 (15) A˚
 = 92.194 (8)
V = 2080.4 (3) A˚3
Z = 4
Mo K radiation
 = 0.74 mm1
T = 294 (1) K
0.45  0.35  0.16 mm
Data collection
Bruker P4 diffractometer
Absorption correction:  scan
(North et al., 1968)
Tmin = 0.732, Tmax = 0.891
6769 measured reﬂections
5011 independent reﬂections






R[F 2 > 2(F 2)] = 0.037





max = 0.39 e A˚
3
min = 0.30 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
Cg is the centroid of the C3–C8 ring.
D—H  A D—H H  A D  A D—H  A
C2—H2B  N1i 0.97 2.75 3.658 (2) 156
C22—H22  Cgi 0.93 2.91 3.764 (3) 154
Symmetry code: (i) x þ 1; yþ 12;zþ 12.
Data collection: XSCANS (Bruker, 1996); cell reﬁnement:
XSCANS; data reduction: XSCANS; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to reﬁne
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
PLATON (Spek, 2003); software used to prepare material for
publication: SHELXL97 and PREP8 (Ferguson, 1998).
JFG thanks Dublin City University for the purchase of a
Bruker P4 diffractometer in 1998.
Supplementary data and ﬁgures for this paper are available from the
IUCr electronic archives (Reference: LH2528).
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